LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

3?22'6 : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.990 252 254 262 rBV 155249 253168 5.64% 0.653%
2 5.367 284 287 288 rBV 66572 104689 2.33% 0.270%
3 5.401 288 290 293 rVB 3352493 4104256 91.44% 10.583%
4 6.441 378 381 384 rBVY 3040956 4358129 97.09% 11.238%
5 6.579 390 393 395 rBY 3676554 4488571 100.00% 11.574%
6 6.807 411 413 415 rBV 828978 836350 18.63% 2.157%
7 6.967 424 427 429 rBV 2554011 3299327 73.51% 8.508%
8 7.367 459 462 465 rBVY 1858518 2492953 55.54% 6.428%
9 7.470 470 471 479 rvVB2 34141 71875 1.60% 0.185%
10 8.087 523 525 528 rBV 925997 927577 20.67% 2.392%

11 9.173 617 620 622 rBV 3012369 3462982 77.15% 8.930%
12 9.562 652 654 656 rBvY 322381 272182 6.06% 0.702%
13 9.848 676 679 681 rBvV 604660 763268 17.00% 1.968%
14 10.282 716 717 719 rVB 76737 54086 1.20% 0.139%
15 10.625 745 747 750 rBvV2 1368177 1801902 40.14% 4.646%

16 10.750 756 758 765 rVB 89992 110468 2.46% 0.285%
17 11.322 806 808 812 rBV 682018 683619 15.23% 1.763%
18 12.739 929 932 935 rBV2 35988 56932 1.27% 0.147%
19 12.911 944 947 955 rBV 2867519 2950785 65.74% 7.609%
20 13.151 964 968 970 rBV 74012 116081 2.59% 0.299%

21 13.391 987 989 996 rBV3 80403 290026 6.46% 0.748%
22 13.494 996 998 1000 rVvB 106868 145887 3.25% 0.376%
23 13.757 1018 1021 1023 rBV 45973 72904 1.62% 0.188%
24 13.814 1023 1026 1035 rBV2 856790 1297523 28.91% 3.346%
25 13.951 1035 1038 1043 rBV2 954682 1312683 29.25% 3.385%

26 14.065 1046 1048 1050 rBV2 173777 202965 4._.52% 0.523%
27 14.134 1052 1054 1056 rBV 441234 414041 9.22% 1.068%

28 14.328 1066 1071 1072 rBV 31104 49761 1.11% 0.128%
29 14.442 1078 1081 1087 rBV 548829 1035631 23.07% 2.670%
30 14.591 1092 1094 1096 rvVv 52379 60735 1.35% 0.157%
31 14.671 1099 1101 1104 rVB 74684 82604 1.84% 0.213%
32 14.728 1104 1106 1108 rBV 341332 430789 9.60% 1.111%
33 14.865 1116 1118 1121 rBV 51394 54977 1.22% 0.142%

34 15.048 1132 1134 1136 rBV 408888 468142 10.43% 1.207%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

3?22'6 : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.368 1159 1162 1164 rBV 389533 569743 12.69% 1.469%

36 15.402 1164 1165 1169 rVB 184933 229351 5.11% 0.591%

37 15.597 1179 1182 1184 rBV 53105 86770 1.93% 0.224%
38 15.814 1198 1201 1203 rBV 142664 207105 4.61% 0.534%
39 15.871 1204 1206 1209 rBV 26449 56324 1.25% 0.145%
40 16.282 1239 1242 1243 rBVY 52959 89986 2.00% 0.232%
41 16.317 1243 1245 1249 rVB 54557 94323 2.10% 0.243%
42 16.545 1262 1265 1270 rVB 44380 83903 1.87% 0.216%
43 16.774 1282 1285 1287 rBV 39644 74156 1.65% 0.191%
44 16.831 1287 1290 1294 rVB 31358 62643 1.40% 0.162%
45 19.186 1493 1496 1501 rVB5 38457 99083 2.21% 0.255%
Sum of corrected areas: 38781255
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086454.D
3500000 5.40

6.44
3000000

6.97
2500000
2000000 737
1500000

1000000 6.81

500000

4.99

5.37 7.47

I e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00

Abundance TIC: BF086454.D
3500000

I
5.50 6.00 6.50 7.00 7.50

3000000 .17 12.91

2500000
2000000
1500000 10.62

1000000{ 8.09
9 i 85 11 . 32

500000 0.56
L | 1028  |{10.75 12.74] | 13.15138849
0

A
rr oo~~~ o — | T ~+~ &+~ | o T T T o o T

T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086454.D

3500000

3000000
2500000
2000000
1500000

100000043. f .95

14.44

14.13 1473 15.05 1537

16.40
156019887 1552165516683 19.19

I e ————————es e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

500000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

4.99 6.05 ng 253168 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane 58 C4H10 000106-97-8 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 254 (4.990 min): BF086454.D (-252) (-) m/z 43.05 100.00%
43.0
5000 59.1 l
| g 011 460 480 500 520 5.40
Ol il et Sl Tm/Zz 5910 47.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 520 5.40
m/z 58.05 13.45%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 m/z 101.10 12.07%
58.0
. 150 579 72.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime s R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.31%
5000
101.0
o 180 30 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.58 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.58 107.34 ng 4488570 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 393 (6.579 min): BF086454.D (-390) (-) m/z 132.10 100.00%
13p.1
5000 68.1 t
96.1 NS SRS SRR R
40.1 540 6.20 6.40 6.60 6.80 7.00
0«—.—.—4L—4~H~—,AJ‘L.'.§,1'.1. TR m/z 68.10 41.48%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U NARLUSRARE MRS SRR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.80%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.05 28.03%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.64%
74.0
5000 98.0 116.0
3 I | .NM _ul pm..‘ﬁ,..“‘. 180 %8?9.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.75 3.23 ng 110468 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eilcosane 282 C20H42 000112-95-8 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Pentadecane 212 C15H32 000629-62-9 78
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 758 (10.750 min): BF086454.D (-756) (-) m/z 57.10 100.00%
57.1
5000
\ 991 10 10140 1060 1080 1100
ol d o S m/z 43.10 78.49%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57.0
5000 LN LS SR
10.40 10.60 10.80 11.00
m/z 71.10 48.11%
0 270 | | Jggo‘ 1410 1830 226.0
m/z--> 55 160 1%0 260 2éo 360 3%0 '
Abundance
57.0
10.40 10,60 10.80 11.00
5000 m/z 41.10 34.02%
o 27.0 9.0 1410 282.0
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #155178: Octacosane R R mEET L
57.0 10.40 10.60 10.80 11.00
m/z 85.10 31.57%
5000
99.0
0 27,0 ] Ly, 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350 ' 10.40 10.60 10.80 11.00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octanamide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.39 4.42 ng 290026 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanamide 143 C8H17NO 000629-01-6 64
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 56
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Hexadecanamide 255 C16H33NO 000629-54-9 50
Abundance Scan 989 (13.391 min): BF086454.D (-987) (-) m/z 59.00 100.00%
59.0 T
5000 1.1
126.1 1491 0071 13.00 13.20 13.40 13.60 13.80
0! : m/z 72.10 56.08%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #19501: Octanamide
59.0
5000 ARAARAA BARUARS N
13.00 13.20 13.40 13.60 13.80
a m/z 55.10 41 .85%
o 18.0 H ‘ 86.0 114:,0 143.0
I S S N T
Abundance
59.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.10 39.15%
o 83.0 111.0 141 0 170 0 196.0 229.0
m/z--> ﬁo Jo eb 85 160 150 140 160 1éo 260 250 '
Abundance #74437: Tetradecanamide =TT
59.0 13.00 13.20 13.40 13.60 13.80
m/z 43.10 27 .48%
5000
41.0
oL 180, Iy | 880 15701280 450 1840 227.0
TTT |||||||||||||||||||||||||||||||||||||||||||| —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 2'0 4'0 6|0 8IO 1(')0 120 140 160 180 200 250 ' 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1-Hexadecanesulfonyl chloride Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

13.81 19.77 ng 1297520 Chrysene-di12 13.95

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 87
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 83
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 83

Abundance Scan 1026 (13.814 min): BF086454.D (-1023) (-) m/z 57.10 100.00%

5000

=
=
=
=

13.40 13.60 13.80 14.00 14.20
m/z 43.10 84.86%

o 139.1163.1 196.2222.2 280.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride

-

5000
13.40 13.60 13.80 14.00 14.20

m/z 55.10 59.00%

139.0
167.0 196.0 2240 2710 3579

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R e o e
83.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 71.10 47.17%
29.0 111.0

139.0 168.0 196.0 2570 258.0

=

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159526: Pentafluoropropionic acid, octadecy! ester
43.0 13.40 13.60 13.80 14.00 14.20
m/z 41.10 44 _51%
5000 69.0
97.0
0 \‘ Ll 1250 154.0181.0  224.0 252.0
T R e e R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086454.D

Aca On : 28 Apr 2016 5:43

Operator : UM/SJ

Sample : H2707-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Oxacyclotetradecan-2-one, 1... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14 .07 3.09 ng 202965 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxacvclotetradecan-2-one. 13-met... 226 C14H2602 057092-32-7 78
2 Cvclopentadecanone. 2-hvdroxv- 240 C15H2802 004727-18-8 62
3 Erucic acid 338 C22H4202 000112-86-7 58
4 Oxacvclotetradecane-2.11-dione. ... 240 C14H2403 074685-36-2 53
5 1-Octadecanol 270 C18H380 000112-92-5 49
Abundance Scan 1048 (14.065 min): BF086454.D (-1046) (-) m/z 55.10 100.00%
5000
H | 13.80 14.00 14.20 14.40
179.2 ) 320.4 : : : :
0 R N S m/z 41.10 65.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73776: Oxacyclotetradecan-2-one, 13-methyl-
41.0
5000 A AL PRI SR SR
13.80 14.00 14.20 14.40
m/z 43.10 56.57%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0
83.0 13.80 14.00 14.20 14.40
5000 m/z 69.10 53.01%
110.0
1380 145 9990
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136423: Erucic acid T
55.0 13.80 14.00 14.20 14.40
m/z 83.10 46.28%
5000
29"0 J | 208.0 236.0 2780
0|||||E||‘|‘|‘|| Il‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Tritetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .44 15.78 ng 1035630 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octadecane 254 C18H38 000593-45-3 76
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 1081 (14.442 min): BF086454.D (-1078) (-) m/z 57.10 100.00%
51.1
5000
1.1 14.20 14.40 14.60 14.80
O A hdf L) 18922252 2082 3974 | m/z 43.10 71.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57.0
5000 LR UL B B BU
14.20 14. 40 14. 60 14. 80
m/z 71.10 54 _46Y%
o | H“ “H 10 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
m/z--> 56 100 1%0 200 250 300 350 400 4%0 500 séo 660
Abundance
57.0
"' 1420 14.40 14.60 14.80
5000 m/z 85.10 37.77%
. 113.0 183.0231.0 287.0 343.0 4140
m/z--> 56 160 1%0 200 250 300 350 400 4%0 560 séo 660
Abundance #172958: Tetratetracontane R R AR AR
57.0 14.20 14.40 14.60 14.80
m/z 55.10 35.37%
5000
o AL 1130 169.0 2250 2810 3370 3930 4630 5610 6150
m/z--> 5'0 1(')0 1&1,0 200 250 300 350 400 4&1;0 5(')0 séo 6(I)O 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086454.D

Aca On : 28 Apr 2016 5:43

Operator : UM/SJ

Sample : H2707-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Cyclopentadecanone, 2-hydroxy- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.90 ng 82604 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecanone. 2-hvdroxv- 240 C15H2802 004727-18-8 72
2 Oxacvclotetradecan-2-one 212 C13H2402 001725-04-8 53
3 Cvclopentane. l-methvl-3-(2-meth... 140 C10H20 029053-04-1 49
4 Cvclohexane. 1.1"-T3-(2-cvclopen... 346 C25H46 055401-71-3 47
5 1-Decene 140 C10H20 000872-05-9 47
Abundance Scan 1101 (14.671 min): BF086454.D (-1099) (-) m/z 55.10 100.00%
548.1
5000
125.1 152.1 751 197.1 235.2 14.40 14.60 14.80 15.00
O : m/z 41.10 61.84%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82445: Cyclopentadecanone, 2-hydroxy-
55.0
83.0
5000 LA B B I UL
14.40 14.60 14.80 15.00
110.0 m/z 43.10 47 .82%
ol . ,‘\ u‘ . M L ‘\Hhm Hm m (A6LOTDY 204022202400
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance
41.0
14,40 14.60 14.80 15.00
5000 69.0 m/z 69.10 47 .70%
96.0
o 124.0 152.0 176.0194.0212.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17403: Cyclopentane, 1-methyl-3-(2-methylpropyl)- T
55.0 14.40 14.60 14.80 15.00
m/z 97.10 33.28%
97.0
5000
i \/\J\W/\j\'\/\‘\}\/\
0 ‘ ‘ ‘ ‘\79 Jl \\ 14\0 0
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 14.40 14.60 14.80 15.00

8270-BF042716.M Thu Apr 28 15:58:23 2016

RICHMOND-AMBOY-SB08(0.5-6.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Eicosane, 7-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.05 16.43 ng 468142 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 1134 (15.048 min): BF086454.D (-1132) (-) m/z 57.10 100.00%
57.1
1132 1480 15.00 15.20 15.40
oL M IAAL2169.2197.22259958.2 2952 Tnm/z 43.10  67.14%
m/z--> 50 100 150 200 250 300 350
Abundance #147095: Eicosane, 7-hexyl-
57.0
5000 85.0 LI SR SUNRJRE SN B

14.80 15.00 15.20 15.40
m/z 71.10 55.95%

13.0
ol h M‘h“ﬁ‘\ }4}0‘ 182.0211.0 252.0281.0309.0337.0
A e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
ettt
14.80 15.00 15.20 15.40
5000 m/z 85.10 38.91%
85.0
29.0
0 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
L e o s
m/z--> 50 100 150 200 250 300 350
Abundance #147090: Hexacosane B e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 22 .53%
b T JJMM/\«
29.0 13 141.0
o 30 1410169.0107.0225.0253.0 2950 366.0
e ....,. T A SN
mz--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 13-Octadecenal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

15.60 3.05 ng 86770 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenal 266 C18H340 056554-90-6 89
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
3 14-Octadecenal 266 C18H340 056554-89-3 76
4 Hexadecanal 240 C16H320 000629-80-1 64
5 17-Octadecenal 266 C18H340 056554-86-0 64

Abundance Scan 1182 (15.597 min): BF086454.D (-1179) (-) m/z 43.10 100.00%

43.1
5000

15.20 15.40 15.60 15.80 16.00
m/z 57.10 96.95%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98129: 13-Octadecenal

-

15.20 15.40 15.60 15.80 16.00
m/z 82.10 72.77%

5000

147.0170 g 196.0 221.0 252.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
R N o N R
15.20 15.40 15.60 15.80 16.00
5000 m/z 55.10 59.42%
110.0

138.0

%

166.0 194.0 236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98128: 14-Octadecenal A B
57.0 82.0 15.20 15.40 15.60 15.80 16.00

m/z 96.10 47 .24%

5000

:

T T T T T
15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086454.D

Aca On : 28 Apr 2016 5:43

Operator : UM/SJ

Sample : H2707-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Octacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.81 7.27 ng 207105 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 1201 (15.814 min): BF086454.D (-1198) (-) m/z 57.10 100.00%
57.1
000 MWJ
1991-1 1t 1972 s 15140 15,60 15,80 16,00 1620
ol g e BOTE 28822881 "m/z 43.10 61.91%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 AR IR SR UL B
1540 15.60 15.80 16.00 16.20
99.0 m/z 71.10 56.25%
0 27,0| LMMWJMWJmozﬁo 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 42 _.59%
27.0 9.0 1410 1830 225.0 267.0 3230  380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #64571: Pentadecane R o
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.10 21.69%
0 27\-0‘ 1190 1410 18902120
m/z--> 50 100 1%0 200 250 300 350 ' 15140 15.60 15.80 16.00 16.20

8270-BF042716.M Thu Apr 28 15:58:25 2016

RICHMOND-AMBOY-SB08(0.5-6.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.28 3.16 ng 89986 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 83
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Pentacosane 352 C25H52 000629-99-2 83
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 1242 (16.282 min): BF086454.D (-1239) (-) m/z 57.10 100.00%
57.1
5000 AW//W
A PN SN BUNRA B
412 1781 2252 2671 16.00 16.20 16.40 16.60
o....l,.-.--l 1I...| fll,, | | m/z 43.10 61.26%
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane
57.0
5000 L U UL UL SR
16.00 16.20 16.40 16.60
99.0 m/z 71.10 58.01%
0 Zqok h “‘H‘h\.\”}4}0‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
16,00 16.20 16.40 16.60
5000 m/z 85.10 41.86%
99.0
0 27.0 14101709 2190590 309.0
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, g-OCtyl- LA L L L L L L
57.0 16.00 16.20 16.40 16.60
m/z 55.10 23.07%
0 | } | l L[ | 1410 1830 233.0268.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086454.D

Aca On : 28 Apr 2016 5:43

Operator : UM/SJ

Sample : H2707-06

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 unknownl6.32 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.32 3.31 ng 94323 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bisl2-(cinnamovloxv)-1-naphthvll... 560 C39H2804 293761-81-6 40
2 1H-Indole-3-ethanamine. N-methvl- 174 C11H14N2 000061-49-4 39
3 Pvridol2.3-dlpvrimidine 131 C7H5N3 000254-61-5 39
4 2-Methyl-4.5-diphenvl-4.5-dihvdr... 237 C16H15NO 133649-09-9 39
5 Tributyl(ethoxy) silane 244 C14H320Si 004782-00-7 17

Abundance Scan 1245 (16.317 min): BF086454.D (-1243) (-) m/z 131.05 100.00%
131.1
5000
750 16.00 16.20 16.40 16.60
195.2239.2282.1
O L B R e o m/z 132.10 10.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171476: Bis[2-(cinnamoyloxy)-1-naphthylJmethane
131.0
5000
16.00 16.20 16.40 16.60
77.0 m/z 75.05 6.49%
o330 | 1830 22302810 412.0 463.0 560.0
e e SR e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
44.0 131.0
16.00 16.20 16.40 16.60
5000 m/z 101.00 5.04%
174.0
0 87.0
i B B e o B an e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13486: Pyrido[2,3-d]pyrimidine e
131.0 16.00 16.20 16.40 16.60
m/z 105.00 5.00%
77.0
5000
Ol A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16. 00 16. 20 16. 40 16 60

8270-BF042716.M Thu Apr 28 15:58:26 2016

RICHMOND-AMBOY-SB08(0.5-6.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Oxirane, hexadecyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.55 2.95 ng 83903 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 81
2 Octadecanal 268 C18H360 000638-66-4 78
3 1.19-Eicosadiene 278 C20H38 014811-95-1 72
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 68
5 Pentadecanal- 226 C15H300 002765-11-9 62

Abundance Scan 1265 (16.545 min): BF086454.D (-1262) (-) m/z 43.10 100.00%

5000
11111871 1781 2311 2820 | 16.20 16.40 16.60 16.80

o 208.1 m/z 57.10  95.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99459: Oxirane, hexadecyl-
43.0 82.0

5000

16. 20 16. 40 16 60 16. 80
m/z 82.10 69 .50%
166.0 208.0

| : . . 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0

82.0 1620 16.40 16.60 16.80
5000 m/z 55.10 68.02%

o

110.0
o 18.0 137.0 166.0 194.0 222.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105307: 1,19-Eicosadiene R EEEma T L
16.20 16.40 16.60 16.80

m/z 96.10 52 .79%

it

16. 20 16. 40 16 60 16. 80

5000

8270-BF042716.M Thu Apr 28 15:58:27 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 unknownl16.77 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.60 ng 74156 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal. 2-methvl- 254 C17H340 055019-46-0 43
2 Palmitic acid vinvl ester 282 C18H3402 000693-38-9 41
3 2-Heptadecanone 254 C17H340 002922-51-2 38
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 35
5 2-Pentadecanone 226 C15H300 002345-28-0 35

Abundance Scan 1285 (16.774 min): BF086454.D (-1282) (-) m/z 43.10 100.00%

;

5000

16.40 16.60 16.80 17.00
m/z 57.10 95.45%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91012: Hexadecanal, 2-methyl-

:

5000 e
16.40 16.60 16.80 17.00

m/z 71.10 76 .08%

81.0 109.0 1380

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
. R
239.0 16.40 16.60 16.80 17.00
5000 m/z 58.10 56.56%
85.0
29.0 109.0
o 137.0 165.0 211.0 264.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91007: 2-Heptadecanone R EERE RS B
43.0 16.40 16.60 16.80 17.00
m/z 239.25 55.25%
5000 71.0
o150 I “\\ | 9.0 12701520 1960 2950 2540
e AAANRAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086454.D

Aca On - 28 Apr 2016 5:43

Operator : UM/SJ

ﬁ?ggle : H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Cyclohexanone, 2,3,3-trimet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.19 3.48 ng 99083 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 64
2 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 55
3 Bicvclol2.2.1Theptane., 2.2.3-tri... 138 C10H18 020536-40-7 38
4 Naphthalene. decahvdro-1.6-dimet... 208 C15H28 034315-85-0 30
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 30
Abundance Scan 1496 (19.186 min): BF086454.D (-1493) (-) m/z 55.10 100.00%
54.1 95.1
123.1
163.2 231.1
5000 205.2 9733
1880 19.00 19.20 19.40
o} m/z 95.10 97 .87%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60267: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but...
95.0 123.0
5000 e 10
69.0 18180 19.00 19.20 19.40
149.0 m/z 81.10 94.97%
0I""I""I""I ‘ IIIII""""""""'""""I""IIII
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 95.0
67.0 123.0 1880 19.00 19.20 19.40
5000 m/z 69.10 84 .16%
147.0 218.0
175.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16392: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo- e B A mma ma e
95.0 18.80 19.00 19.20 19.40
55.0 m/z 123.10 76 .06%
5000
IR
0,.”whnhpnﬁﬂ.hpﬂn,””,”..”..”...”..”..”.“.”“.. N
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18180 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF042716\

Data File : BF086454.D

Acq On : 28 Apr 2016 5:43

Operator : UM/SJ

3?22'6 - H2707-06 RICHMOND-AMBOY-SB08(0.5-6.0
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .99 6.0 ng 253168 1 6.81 836350 20.0
unknown6 .58 6.58 107.3 ng 4488570 1 6.81 836350 20.0
Hexadecane 10.75 3.2 ng 110468 4 11.32 683619 20.0
Octanamide 13.39 4.4 ng 290026 5 13.95 1312680 20.0
1-Hexadecanesulfo... 13.81 19.8 ng 1297520 5 13.95 1312680 20.0
Oxacyclotetradeca... 14.07 3.1 ng 202965 5 13.95 1312680 20.0
Tritetracontane 14 .44 15.8 ng 1035630 5 13.95 1312680 20.0
Cyclopentadecanon... 14.67 2.9 ng 82604 6 15.37 569743 20.0
Eicosane, 7-hexyl- 15.05 16.4 ng 468142 6 15.37 569743 20.0
13-Octadecenal 15.60 3.0 ng 86770 6 15.37 569743 20.0
Octacosane 15.81 7.3 ng 207105 6 15.37 569743 20.0
Heptacosane 16.28 3.2 ng 89986 6 15.37 569743 20.0
unknownl16 .32 16.32 3.3 ng 94323 6 15.37 569743 20.0
Oxirane, hexadecyl- 16.55 3.0 ng 83903 6 15.37 569743 20.0
unknownl16.77 16.77 2.6 ng 74156 6 15.37 569743 20.0
Cyclohexanone, 2,... 19.19 3.5 ng 99083 6 15.37 569743 20.0
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